Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.021; wR factor = 0.052; data-to-parameter ratio = 14.4. metal-organic compounds m1036 Abbasi et al.
In the structure of the title compound, [Mo(C 19 H 20 N 2 O 2 )O 2 ], the Mo atom exhibits oxidation state +VI and is surrounded by two O atoms and the tetradentate Schiff base ligand 2,2 0 -[(2,2-dimethylpropane-1,3-diyl)bis(nitrilomethylidyne)]diphenolate in a distorted octahedral configuration. An intramolecular C-HÁ Á ÁO hydrogen bond between a methylene group and one O atom of the O Mo VI O unit, as well as additional intermolecular hydrogen bonds between neighboring molecules, lead to a weakly bonded inversionsymmetric dimeric structure.
Related literature
For related structures with O Mo VI O units and for synthesis, see: Arnaiz et al. (2000) ; Holm et al. (1996) ; Syamal & Maurya (1989) . The crystal structure of the free ligand N,N 0bis(2-hydroxybenzylidene)-2,2-dimethyl-1,3-propanediamine was described by Corden et al. (1996) .
Experimental
Crystal data [Mo(C 19 H 20 N 2 O 2 )O 2 ] M r = 436.31 Triclinic, P1 a = 9.3875 (10) Å b = 9.5597 (10) Å c = 11.0422 (11) Å = 104.6790 (17) = 108.1939 (17) = 101.1218 (17) V = 869.87 (16) Å 3 Z = 2 Mo K radiation = 0.78 mm À1 T = 100 (2) K 0.18 Â 0.12 Â 0.06 mm
Data collection
Bruker APEXII CCD diffractometer Absorption correction: none 8420 measured reflections 3413 independent reflections 3204 reflections with I > 2(I) R int = 0.020 Refinement R[F 2 > 2(F 2 )] = 0.021 wR(F 2 ) = 0.051 S = 1.07 3413 reflections 237 parameters H-atom parameters constrained Á max = 0.42 e Å À3 Á min = À0.53 e Å À3 Table 1 Selected bond lengths (Å ). Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005); cell refinement: APEX2; data reduction: APEX2; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Brandenburg, 2001) ; software used to prepare material for publication: PLATON (Spek, 2003) . O═Mo VI ═O (Arnaiz et al. 2000) . Moreover, Schiff base compounds containing molybdenum play a significant role in the chemistry of molybdoenzymes (Holm et al. 1996; Syamal & Maurya, 1989 ). Therefore we are interested in the structural chemistry of dioxidomolybdenum(VI) complexes and have synthesized and structurally characterized the title compound, MoO 2 (C 19 H 20 N 2 O 2 ), (I).
The molecular structure of (I) and the atom-numbering scheme are shown in Fig. 1 . The molybdenum(VI) atom is in a distorted octahedral coordination by two oxygen atoms and one tetradentate ligand L, where L is N,N'-bis(2-hydroxybenzylidene)-2,2-dimethyl-1,3-propanediamine. The Mo-O distances of the oxido ligands are significantly shorter (average 1.71 Å) than the corresponding distances to the O atoms of the tetradentate ligand (average 2.02 Å). The Mo-N distances are the longest (average 2.24 Å). An intramolecular hydrogen bond is present between the methylene group and one O atom from the O═Mo═O group (C4-H41···O2, 2.985 Å). Much weaker intermolecular hydrogen bonds exist between neighboring molecules, leading to an dimer structure (see hydrogen bond Table and Fig. 2 ). For a packing plot of the structure, see Fig. 3 . Resulting from the coordination of the tetradentate L ligand to the molybdenum ion, the chelate ligand is more twisted than the free ligand, with a larger dihedral angle between two phenyl rings of 75.2 (1)° compared to the free ligand with 68.7 (1)° (Corden et al., 1996) .
Experimental
The title compound was prepared by adding MoO 2 (acac) 2 and the ligand H 2 L (Corden et al., 1996) in the molar ratio 1:1 to 30 mL dry methanol, followed by refluxing the solution for 1 h. Small prismatic, yellowish crystals precipitated which were filtered off and recrystallized from acetonitrile to get a better crystal quality.
Refinement
All H atoms were placed in calculated positions with C-H = 0.93 Å for H atoms bonded to sp 2 C atoms, and C-H = 0.97 Å for H atoms bonded to sp 3 C atoms, and constrained to ride on their parent atoms with U iso (H) = 1.2 and 1.5 U eq (C), respectively. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Atomic displacement parameters (Å 2 )
0.01067 (9) 0.01016 (9) 0.00976 (9) 0.00212 (6) 0.00322 (6) 0.00433 (6) O1 0.0185 (7) 0.0120 (7) 0.0142 (7) 0.0015 (6) 0.0028 (6) 0.0051 (6) O2 0.0143 (7) 0.0182 (7) 0.0193 (7) 0.0037 (6) 0.0090 (6) 0.0064 (6) O3 0.0135 (7) 0.0145 (7) 0.0121 (7) 0.0054 (6) 0.0038 (5) 0.0046 (5) O4 0.0148 (7) 0.0147 (7) 0.0117 ( 0.0075 (9) 0.0169 (10) 0.0124 (9) 0.0052 (8) 0.0023 (7) 0.0059 (8) C12 0.0078 (9) 0.0142 (9) 0.0148 (10) 0.0044 (7) 0.0041 (7) 0.0056 (8) 
